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Table IV. Equatorial Bond Angles 
~
°l~~’ 

and Ax ial Bond D istance s
fo r  Su l f u ranes

S ul f u r an e  V 0 1 •
~~g)~a 

A x i a l  Bond D i s t a n c e

SF
4 101~~6 b 1 6 4 b

(Me
2

N)
2
SF

2 102•3
c 1 7 7 c

$25[0~~
0
~~~~

’
3
)21 2 

104 4 d 1.889, 1 916d

CF~~~
,>

~~~

O .~ - 104 6 e 
1.754, 1~~756 e

O
N

lO7 .8f 1.83 f

I:!

_ _ _ _ _  
I

________________ V ~~~~~~~~ ~~~~ ?~~~~ ~~~~~~~~~~ ~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~
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Table IV continued...

S u l f u r a n e  O
i (V deV g )

a 
Ax ial . V BOfld Distance (A)

CF CF
3

/ N
0 107.6 , 108 1 g,h 

1.832, 1 819g,h

1.831, 1 816g,h

CFç ~ CF
3

CH~~~ 
/

CH
3

V 
C~~~

[01
- 108.1 1.713, 1.955

CF
3 CF

3

~~~~ ~~~.. --. 
V V V~~~~~~~~~~~~~ V V ± V .~~_~ i~~~~~~~~

. ~~~~~~~~~~~ -~~~~~~~
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Table IV continued ...

Sulfurane 0.1 (d Veg )
a 

Ax ial. Bond Distance (A

0
II
C CR

V / ~~~‘-N—CH’ ~
NCH

S 104.71 1.897, 1.899

V V
N /

CH
3

ii H..

0

(C1c5H 4)25c12 108•6k 2.259, 2.323

a
0 is defined in 7 ~R e f e r enc e 9

kbR f  10 R e f e r e n c e 12

Cpresent work

d R f  13
eR f  8 V

~Reference 5

6
h
Two crystallograp h ic a l l y  ind ep enden t
molecules per unit cell.

iR f  7

- - V ~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ ~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~
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SUPPLEMENTARY TABLE . Observed and calculated structure factors for

[ (CH 3 ) 2 N ] 2 SF 2 . The r u n n i n g  index is h; v a l u e s  of k and £

are presented in the first two columns on the left—hand side ,

the third column is 1O IF I ,  and the right—hand column is

l O l F  j .  R e f l e ct i o n s  m a r k e d  w i t h  * were not used in least—C

s q u a r e s  r e f i n e m en t .

I

V 
_____

V
V. ±i~~~~~~i~~~~~V - ~~~~~~~~~~~~~~~~~ V 

-
~~~~~ 

V 
~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~ ~~VV~

V V V 
~~~~~~~~~~~~~~~~~ 

.JV 
V
VVJ  

V 

V ~~iI V ~~~~~~~~~~
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((CH3)2N)2SF2 PAGE 1 OF 6

K L FOBS FCAL K L FOBS FCAL. K L FOBS FCAL K L FOBS FCAL.

“ H = 0 0*. 1 —16 48 85* 3 9 123 126 0 —10 3 7’
0 4 748 741 1 -15 43 54* 3 10 124 126 0 —8 405 405
0 6 50 39* 1 —14 21 38* 3 11 131 135 0 —6 593 576
0 8 474 475 1 —13 3 12* 3 12 3 5* 0 —4 403 386
0 1 0 236 232 1 —12 81 82 3 1 3  63 51* 0 — 2  729 767
0 12 3 24* 1 -11 158 155 3 14 69 40 0 2 320 309
0 14 98 110 1 —10 227 220 3 15 57 9* 0 4 185 190
0 16 137 144 1 —9 147 148 5 -13 35 14* 0 6 60 55
2 0 796 840 1 —8 276 269 5 -12 72 43 0 8 138 128
2 1 175 182 1 -7 104 97 5 -11 50 22’ 0 10 229 238
2 2 459 438 1 -6 163 166 5 —1 0 73 75 0 12 278 297
2 3 204 198 1 -5 94 84 5 —9 63 74 0 14 196 209

V 2 4 96 74 1 —4 273 270 5 —8 66 67 0 16 64 51.
2 5 46 29~ 1 —3 109 108 5 -7 158 152 2 —16 19 53’
2 6 133 144 1 -1 606 614 5 —6 87 78 2 -15 4 45*
2 7 291 284 1 1 97 89 5 —5 107 95 2 —14 76 94 V

2 8 443 441 1 2 618 625 5 —4 158 148 2 —1 3 8 3’
2 9 225 232 1 3 553 533 5 —3 113 122 2 -12 136 136
2 10 332 332 1 4 44 40* 5 —2 168 169 2 — 11 58 50’
2 11 76 61 1 5 170 151 5 —1 279 288 2 —10 136 129
2 12 56 66* 1 6 62 49 5 0 139 135 2 -9 301 303
2 13 48 2* 1 7 34 2* 5 1 302 303 2 —8 220 216
2 14 16 8* 1 8 275 273 5 2 128 128 2 -7 276 285
2 15 4 8’ 1 9 125 137 5 3 108 118 2 -6 349 353
2 16 64 64* 1 10 323 329 5 4 120 97 2 —S 325 300
4 0 179 166 1 11 109 118 5 5 45 3’ 2 —4 285 293 ¾
4 1 265 268 1 12 139 153 5 6 100 95 2 —3 505 484
4 2 125 121 1 1 3  35 49* 5 7 3 37* 2 — 2  73 58
4 3 254 253 1 14 71 73 5 8 101 114 2 —1 174 183 V
4 4 133 116 1 15 68 72 5 9 103 80 2 0 101 102
4 5 86 80 1 16 67 92* 5 10 76 81 2 1 420 400
4 6 198 198 3 -15 4 17* 5 11 97 95 2 2 664 673
4 7 43 26’ 3 -14 59 64* 5 12 54 23* 2 3 248 232

V 
4 8 251 249 3 -13 53 15* 5 13 93 95 2 4 575 556
4 9 93 67 3 —12 52 53* 7 —8 30 18* 2 5 235 210
4 10 171 168 3 —1 1 72 58 7 -7 84 88 2 6 180 182
4 11 109 121 3 —10 220 214 7 —6 4 22* 2 7 189 180
4 12 60 43* 3 -9 156 157 7 —5 101 109 2 8 152 158
4 13 60 47’ 3 —8 420 418 7 —4 87 76 2 9 3 55*
4 14 33 1* 3 —7 210 204 7 —3 79 74 2 10 220 225
6 0 219 225 3 — 6  233 227 7 — 2  82 90 2 1 1  20 5’ 

V

6 1 142 153 3 —5 93 91 7 -1 4 36* 2 12 129 140
6 2 113 118 3 —4 150 127 7 0 82 67 2 13 3 18’
6 3 142 139 3 —3 75 63 7 1 80 101 2 14 4 50’
6 4 38 2’ 3 —2 96 94 7 2 50 37’ 2 15 4 3’
6 5 106 118 3 — 1 97 117 7 3 159 160 2 16 53 50’
6 6 54 46* 3 0 463 456 7 4 37 19* 4 -14 80 87
6 7 70 75 3 1 333 313 7 5 84 103 4 —13 44 13’
6 8 86 62 3 2 172 175 7 6 4 3’ 4 —12 116 128
6 9 48 52’ 3 3 255 254 7 7 59 59’ 4 -11 35 22’
6 10 4 5* 3 4 79 91 7 8 4 2’ 4 -10 91 85
6 1 1  62 64’ 3 5 77 64 “H 2”~ 4 — 9  69 86
8 0 4 13’ 3 6 406 406 0 —16 120 123 4 — 8  87 79

V •*•~~~ 3 7 3 12’ 0 —14 103 98 4 7 165 167
1 — 17 So 9’ 3 8 421 424 0 -12 70 58 4— 6 193 187

— V ~~~ 
VV_

V
VVVVTVVV V V — ~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~~

~~~~I•L 
— 
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~~~ 

~~~~~~~~~~~~~~~~~~~~~~~~~ ~L~~~~”
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((CH3)2N )2SF2 PAGE 2 OF 6 
V

K L FOBS FCAL K L FOBS FCAL K L FOBS FCAL K L FOBS FCAL

4 —5 176 187 1 —5 70 51 5 — 11 4 16* 0 14 120 133
4 —4 182 183 1 —4 704 700 5 —10 39 19’ 0 16 4 20*
4 —3 137 136 1 -3 193 184 5 —9 124 115 2 -16 54 56’
4 - 2  33 28* 1 — 2 322 309 5 — 8  47 18* 2 -15 35 87*
4 —1 137 135 1 — 1 340 326 5 —7 174 179 2 —14 130 125
4 0 66 67 1 0 161 131 5 —6 157 155 2 -13 43 38’

V 4 1 283 285 1 1 401 384 5 —5 124 134 2 —12 106 111
4 2 268 267 1 2 953 989 5 —4 204 208 2 —11 3 11’
4 3 240 235 1 3 655 619 5 —3 159 168 2 -10 3 3’
4 4 349 341 1 4 692 663 5 —2 76 70 2 -9 59 58’
4 5 27 53* 1 5 149 140 5 —1 200 212 2 —8 100 92 V

V 4 6 218 207 1 6 58 42 5 0 57 41* 2 -7 3 4’
4 7 64 55 1 7 71 44 5 1 110 107 2 —6 382 380
4 8 123 114 1 8 41 16* 5 2 177 170 2 —5 125 95 

V

4 9 157 157 1 9 46 1* 5 3 44 3’ 2 —4 364 343
4 10 85 95 1 10 322 328 5 4 155 150 2 —3 2 16’
4 11 176 187 1 11 42 3* 5 5 47 63* 2 —2 2 94’ H
4 12 33 52’ 1 12 309 307 5 6 3 45* 2 — 1 212 206

V 

4 13 14 65* 1 13 21 48’ 5 7 136 142 2 0 172 161
4 14 4 17* 1 14 97 103 5 8 72 60 2 1 281 261

V 

V 
6 -11 36 12’ 1 15 28 3’ 5 9 103 118 2 2 805 802
6 -10 31 15’ 1 16 22 20’ 5 10 125 107 2 3 365 322
6 -9 95 70 3 -15 27 46* 5 11 82 104 2 4 526 516
6 -8 56 40* 3 -14 144 151 5 12 22 72. 2 5 307 294
6 —7 139 135 3 —13 4 23* 7 —7 14 46* 2 6 3 47’
6 —6 85 81 3 -12 77 9$) 7 —6 81 79 2 7 3 18’
6 -5 124 115 3 -11 3 21’ 7 -5 6$’) 71. 2 8 29 45’
6 -4 108 118 3 —10 46 59* 7 —4 85 96 2 9 153 156
6 —3 93 90 3 —9 130 119 7 —3 56 75. 2 10 213 207
6 -2 151 164 3 —8 182 164 7 -2 4 40* 2 11 38 39’
6 —1 131 152 3 —7 161 180 7 -1 72 85 2 12 160 164
6 0 111 113 3 —6 218 209 7 0 4 5’ 2 13 97 96
6 1 179 181 3 —5 78 72 7 1 111 127 2 14 78 70
6 2 47 1’ 3 — 4  65 66 7 2 37 16’ 2 1 5  68 70’
6 3 111 116 3 —3 72 51 7 3 124 129 4 —14 81 105

V 6 4 3 2’ 3 —2 2 18* 7 4 4 17* 4 — 13 36 41’
6 5 80 55 3 —1 98 82 7 5 87 86 4 -12 94 107
6 6 72 69 3 0 230 229 7 6 4 3* 4 — 11 7 27’
6 7 79 63 3 1 266 263 7 7 79 79 4 —10 34 15* V

6 8 44 51’ 3 2 499 468 “He  4 *** 4 —9 28 20’
V 6 9 102 104 3 3 267 266 0 —16 81 80 4 —8 3 16’

6 10 81 23 3 4 528 530 0 —14 32 61* 4 —7 151 163
• 6 11 88 107 3 5 157 146 0 —12 3 53* 4 —6 159 150

*“ H = 3 “ 3 6 278 279 0 —1 0 53 45* 4 —5 284 299
1 — 16 49 65’ 3 7 60 57’ 0 —8 423 413 4 —4 153 147
1 -15 4 9’ 3 8 31 31’ 0 —6 695 676 4 —3 161 153 V

1 -14 115 116 3 9 68 49 0 —4 444 430 4 —2 48 54’
1 — 13 67 76 3 10 54 33* 0 —2 45 7* 4 —1 70 55

V 1 —1 2 74 53 3 11 70 72 0 0 2 61. 4 0 197 186
1 —1 1 11 8 102 3 12 124 121 0 2 354 335 4 1 37 61’

V 1 -10 58 65’ 3 13 32 66* 0 4 509 504 4 2 372 374
1 —9 43 21’ 3 14 72 86 0 6 256 250 4 3 183 169
1 —8 230 212 3 15 43 32’ 0 8 113 117 4 4 265 264
1 —7 44 21* 5 —13 52 26’ 0 10 254 264 4 5 102 112
1 —6 824 817 5 —12 57 68’ 0 12 311 321 4 6 59 33*

V V V V ~~ - ~~~~~~ — ~ V V V - V V — - V V — ~~~~~~~~ - -.~~~ - - --~~~~~~ ~

--V —.-‘
--~~~~ 

— .-VV
~ 

~~~~~~~~~~~~~~~~~~~~~~~ 
A ~~~~~ T V  

-- 
~~~~ ~~~~~~~~~~~ V
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((CH3)2N)2SF2 PAGE 3 OF 6

K L FOBS FCAL K L FOBS FCAI. K L FOBS FCAL. K L. FOBS FCAL

4 7 100 101 1 10 198 208 S 7 147 159 2 6 304 304
4 8 3 39’ 1 11 37 7’ 5 8 118 122 2 7 56 40’
4 9 138 134 1 12 128 122 5 9 78 62 2 8 192 199
4 10 101 118 1 13 52 16’ 5 10 85 99 2 9 73 72
4 11 98 107 1 14 80 78 5 11 82 79 2 10 88 60
4 12 60 85’ 1 15 66 69* 7 -6 52 50’ 2 11 90 61
4 13 69 62 3 —15 30 67’ 7 —5 105 105 2 12 71 68
6 —1 0 23 39’ 3 —14 52 72’ 7 —4 38 20* 2 13 116 120
6 —9 66 42’ 3 — 13 85 67 7 -3 80 90 2 14 133 135
6 -8 68 87 3 — 12 40 72’ 7 —2 4 2’ 4 —13 69 86’
6 — 7  98 99 3 -11 26 15’ 7 — 1  62 60* 4 —12 32 73’
6 —6 18 83’ 3 —10 99 88 7 0 56 11’ 4 — 11 46 47’
6 —5 141 138 3 —9 26 38’ 7 1 94 104 4 —10 70 52
6 - 4  78 79 3 — 8  57 25’ 7 2 38 18’ 4 — 9  3 3’
6 —3 134 132 3 —7 94 103 7 3 99 129 4 —8 54 10’
6 —2 104 89 3 —6 46 27* 7 4 4 18’ 4 —7 116 129
6 — 1  88 91 3 — 5 212 235 7 5 51 82* 4— 6  64 14
6 0 18 37’ 3 — 4 167 161 “H 6” 4— 5 199 212
6 1 61 56’ 3 —3 111 123 0 —16 4 2’ 4 —4 156 164
6 2 65 14 3 — 2 431 433 0 —14 4 21’ 4 — 3  3 ~~~~~ V

6 3 89 90 3 — 1  3 15* 0 —12 153 150 4 — 2 285 291
6 4 41 28’ 3 0 387 376 0 — 10 273 260 4 —1 101 82
6 5 124 136 3 1 54 57’ 0 -8 120 117 4 0 231 231
6 6 73 80 3 2 214 198 0 -6 63 76 4 1 100 83
6 7 lb 116 3 3 215 212 0 —4 392 382 4 2 74 87
6 8 41 75. 3 4 220 233 0 - 2 439 448 4 3 192 186
6 9 69 78 3 5 220 207 0 0 197 182 4 4 61 56
6 10 58 72* 3 6 194 185 0 2 280 262 4 5 131 141
“H 5.” 3 7 64 40 0 4 536 535 4 6 102 103
1 -16 4 12’ 3 8 37 38’ 0 6 688 705 4 7 122 132
1 —15 78 49 3 9 51 7’ 0 8 269 274 4 8 96 108
1 -14 64 69’ 3 10 43 37’ 0 10 3 29’ 4 9 113 125
1 -13 33 84’ 3 11 82 60 0 12 99 93 4 10 45 69’
1 — 12 113 109 3 12 128 126 0 14 109 107 4 11 48 56’
1 — 11 49 26* 3 13 77 90 2 —15 43 57’ 4 12 76 65
1 — 10 101 83 3 14 106 118 2 —14 4 56’ 6 —9 4 43’
1 —9 151 161 5 —12 51 72’ 2 —13 54 15’ 6 —8 67 68’
1 —8 161 152 5 —11 67 41’ 2 —12 125 139 6 —7 96 82
1 -7 45 25’ 5 —10 74 70 2 —11 56 33’ 6 -6 4 15’
1 — 6 415 397 5 — 9  97 79 2 —10 92 83 6 — 5  93 95 V

1 -5 176 171 5 —8 36 39’ 2 —9 50 61’ 6 —4 14 19’
1 -4 443 431 5 -7 117 125 2 -8 44 34’ 6 -3 50 63’

V 1 —3 48 48’ 5 -6 56 62’ 2 —7 39 23’ 6 —2 91 78
1 —2 124 133 5 —s ise 172 2 —6 77 74 6 -1 3 46’
1 -1 31 17’ 5 -4 84 98 2 —5 124 136 6 0 35 18’
1 0 71 58 5 —3 148 148 2 -4 393 383 6 1 61 83’
1 1 396 356 5 —2 116 96 2 —3 272 278 6 2 49 14’
1 2 234 218 5 -1 17 8’ 2 —2 435 434 6 3 123 132
1 3 305 275 5 0 130 114 2 — 1 213 203 6 4 76 81
1 4 358 358 5 1 71 50 2 0 213 204 6 5 102 119
1 5 59 40 5 2 114 116 2 1 57 13 6 6 126 133
1 6 348 338 5 3 91 102 2 2 99 77 6 7 50 78*
1 7 86 104 5 4 28 56* 2 3 90 81 6 8 31 72’
1 8 269 263 5 5 232 236 2 4 183 184 “H : 7*~*1 9 28 31’ 5 6  64 66 2 : 11: 116 i -is 4 19’
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((CH 3)2N)2SF2 PAGE 4 OF 6

K L FOBS FCAL K L FOBS FCAL K 1. FOBS FCAL K L FOBS FCAL

1 -14 19 69’ 3 12 149 161 2 —5 125 119 6 5 62 79’
V 1 -13 42 26* 3 13 4 37’ 2 -4 192 194 6 6 55 66’

1 —12 169 167 5 —ii 84 100 2 —3 282 295 *“ H = 9 
V

1 -11 52 58’ 5 — 10 82 62 2 —2 212 202 1 —14 61 41’
1 - 1 0 128 128 5 — 9  95 86 2 - 1  128 132 1 —13 51 4’
1 - 9  88 98 5 — 8  51 28’ 2 0 179 184 1 —12 74 43

V 1 —e 49 16’ 5 —7 60 18’ 2 1 96 124 1 — ii 49 15’
V 1 — 7  3 39’ 5 — 6  16 32* 2 2 142 132 1 —1 0 93 84

1 -6 80 69 5 —5 44 17’ 2 3 56 86’ 1 —9 3 14’
1 —5 179 171 5 —4 95 74 2 4 118 111 1 —8 121 116
1 —4 300 298 5 —3 42 72* 2 5 48 43’ 1 —7 65 77
1 —3 141 151 5 —2 79 87 2 6 171 163 1 —6 58 31’
1 -2 319 312 ~ —1 95 65 2 7 70 67 1 —5 98 89

V 

~ -1 105 95 5 0 95 78 2 8 163 157 1 -4 49 22*
1 0 16 22~ 5 1 86 58 2 9 87 69 1 — 3  48 59’
1 1 98 90 5 2 77 67 2 10 93 116 1 —2 113 159
1 2 9 26’ 5 3 132 130 2 11 99 91 1 -1 39 41’
1 3 67 68 5 4 95 81 2 12 112 105 1 0 360 379
1 4 374 362 5 5 167 178 2 13 68 62’ 1 1 15 28’
1 5 126 121 S 6 111 110 4 —12 50 6* 1 2 271 280
1 6 483 468 5 7 120 125 4 -ii 94 81 1 3 126 138
1 7 3 10’ 5 8 74 86 4 — 10 4 29’ 1 4 85 69
1 8 232 232 5 9 75 62 4 — 9  4 32* 1 5 19 37 

V

1 9 78 74 5 10 4 38* 4 —8 92 86 1 6 96 94
1 10 3 21’ 7 —3 18 60’ ~4 —7 37 4’ 1 7 122 118V 

1 Ii 42 29* 7 —2 4 5* 4 —6 85 113 1 8 184 182
1 12 7 39* 7 — 1 58 88’ 4 —5 48 2* 1 9 97 101
1 13 43 32’ 7 0 46 22’ 4 —4 95 107 1 10 111 130
1 14 99 114 7 1 90 106 4 —3 3 52’ 1 11 7 21’
3 -14 4 8’ 7 2 4 40’ 4 -2 130 118 1 12 46 48’
3 —1 3 4 42* **‘H 8” 4 —1 139 128 1 13 4 16’
3 —12 70 47 0 —14 67 48’ 4 0 122 115 3 —12 4 16’
3 — ii 3 25’ 0 —12 129 138 4 1 107 130 3 —1 1 66 58’ V
3 — 10 86 92 0 —10 152 176 4 2 77 76 3 —10 62 89’ 

V

3 —9 28 1’ 0 —8 27 30’ 4 3 65 61 3 —9 40 41’
3 —8 55 15’ 0 —6 54 60* 4 4 53 49’ 3 —8 121 139
3 — 7 10 28* 0 —4 130 123 4 5 104 95 3 —7 41 16’
3 —6 23 9’ 0 —2 268 267 4 6 59 65* 3 —6 93 113
3 —5 110 104 0 0 105 127 4 7 162 161 3 —5 72 29
3 —4 322 324 0 2 201 203 4 8 90 100 3 —4 93 104
3 -3 155 164 0 4 427 430 4 9 63 85’ 3 —3 124 144
3 - 2 465 471 0 6 324 328 4 1 0  99 106 3 — 2  98 112
3 —l 91 119 0 8 93 89 4 11 33 19’ 3 — 1 120 123
3 0 105 112 0 10 7 44’ 6 —7 58 12* 3 0 98 92
3 1 47 21* 0 12 73 90 6 —6 21 15’ 3 1 25 2’
3 2 71 69 0 14 38 65. 6 —5 55 1’ 3 2 80 82
3 3 54 50’ 2 -14 27 26’ 6 —4 39 1. 3 3 3 10’
3 4 168 157 2 —13 23 15* 6 — 3  51 69* 3 4 71 65
3 5 88 90 2 —12 64 54* 6— 2  4 23* 3 5 89 80
3 6 200 199 2 — 11 30 31* 6 —i lii 116 3 6 68 57
3 7 106 98 2 —10 3 54. 6 0 56 27’ 3 7 104 118
3 8 73 45 2 —9 3 6* 6 1 91 84 3 8 116 128
3 9 80 85 2 - 8  83 74 6 2 78 77 3 9 69 73
3 10 71 57 2 —7 46 33* 6 3 83 59 3 10 175 186
3 11 53 55’ 2 —6 124 131 6 4 113 121 3 ii 41 30’

Lw-.
_ _ _ _ _ _  - 
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~~ 
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((CH3)2N)2SF2 PAGE 5 OF 6

V K L FO8S FCAL K L FOBS FCAL K L FOBS FCAL K L FOBS FCAL

5 —9 4 35’ 2 ii 71 76 3 —6 60 64’ 2 6 137 124
5 — 8 72 71 4 —10 41 47’ 3 — 5  12 7’ 2 7 23 34’
5 -7 87 58 4 -9 4 21’ 3 -4 50 45’ 2 8 60 65’
5 6  9 64* 4— 8 108 133 3 — 3  3 1’ 2 9 38 54’
5 —5 12 13’ 4 —7 48 10’ 3 —2 3 19’ 4 —7 41 55’
5 — 4 4 8* 4 — 6  72 84 3 - 1  47 54’ 4- 6  50
5 —3 92 105 4 —5 3 4’ 3 0 3 17’ 4 —5 4 4’
5 — 2  3 4’ 4— 4  3 15’ 3 1 66 77 4— 4  30 29’
5 —1 111 114 4 —3 3 40’ 3 2 71 68 4 —3 16 13*
5 0 102 108 4 —2 3 27’ 3 3 41 57. 4 —2 4 7’
5 1 95 76 4 —b 123 128 3 4 104 113 4 —1 95 101
5 2 112 121 4 0 104 109 3 5 33 30* 4 0 4 7’
5 3 103 107 4 1 118 130 3 6 130 124 4 1 97 100
5 4 48 50’ 4 2 61 67’ 3 7 83 40 4 2 63 53’
5 5 1 2 0 122 4 3 58 60’ 3 8 122 125 4 3 4 8’ VV 

5 6 82 36 4 4 3 14* 3 9 89 59 4 4 114 108
5 7 46 56’ 4 5 40 47* 5 — 6  34 42’ 4 5 4 19’
5 8 35 62’ 4 6 73 80 5 - 5  36 32’ “H 13”
“ Hz  10” 4 7 4 52’ 5 —4 62 20’ 1 —9 52 36’
0 -12 65 41’ 4 8 140 143 5 - 3  4 49* 1 - 8  36 44’
0 —10 98 96 4 9 64 21’ 5 —2 54 35’ 1 —7 4 7’
0 — 8  38 43* 6 — 3  56 52* 5 — b  69 75 1 — 6  83 106
0 —6 22 53* 6 —2 66 35’ 5 0 75 67 1 —5 23 59’
0 —4 3 9’ 6 —1 72 68 5 1 lOS 106 1 —4 47 90’
0 —2 227 242 6 0 27 64* 5 2 4 47’ 1 —3 57 48’
0 0 353 363 6 1 47 65’ 5 3 76 82 1 —2 3 32*
o 2 252 248 “ Hz  11” 5 4 26 31’ 1 — 1  36 27*
0 4 84 61 1 —12 62 6’ ‘~‘H 12” 1 0 53 36’
0 6 3 19’ 1 —11 4 16* 0 —10 4 10’ 1 1 76 46
0 8 120 113 1 —10 16 41’ 0 —8 4 5’ 1 2 97 95
0 1 0 134 137 1 — 9  45 70’ 0 — 6  92 88 1 3 31 33*
0 12 68 60’ 1 -8 55 68* 0 -4 156 165 1 4 107 99
2 —12 11 2’ 1 —7 60 70’ 0 —2 124 122 1 5 53 53’
2 — 11 71 60 1 —6 3 25’ 0 0 74 72 1 6 4 37’ 3
2 — 10 67 78 1 —5 37 22’ 0 2 104 120 1 7 4 40’
2 — 9 50 64* 1 — 4  3 30* 0 4 113 103 1 8 4 21’
2 —8 152 159 1 —3 57 67* 0 6 34 12’ 3 —7 32 25’
2 -7 27 28* 1 —2 166 179 0 8 46 21’ 3 -6 50 53’
2 —6 92 79 1 -1 3 4* 0 10 94 99 3 —5 37 5’
2 - 5  78 62 1 0 246 250 2 —10 4 21’ 3 — 4  41 40’
2 — 4  45 26’ 1 1 51 11’ 2 — 9  51 57’ 3 — 3  4 1’
2 — 3  97 80 1 2 87 105 2 — 8  37 56* 3 — 2  43 40’
2 — 2  97 96 1 3 3 20’ 2 — 7  50 27’ 3 — 1  4 38’
2 — 1  3 19’ 1 4 18 13’ 2 — 6  76 73 3 0 16 3’
2 0 252 256 1 5 3 42* 2 —5 38 22’ 3 1 46 57’
2 1 74 77 1 6 93 91 2 — 4  50 48’ 3 2 124 141
2 2 1 2 6 121 1 7 96 98 2 — 3  38 56* 3 3 4 40’
2 3 20 11’ 1 8 141 132 2 —2 48 29’ 3 4 151 158
2 4 3 22’ 1 9 4 54’ 2 -b 19 26’ 3 5 56 24’
2 5 90 78 1 10 77 74 2 0 69 48 3 6 27 51’
2 6 96 97 1 11 47 2’ 2 1 55 61’ “Hz 14”
2 7 77 73 3-1 0 75 75 2 2 67 88 0 —8 4 48’
2 8 212 215 3 —9 51 63’ 2 3 89 94 0 —6 107 120

~~~ ~~~~~~~~ 
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((CH3 )2N)2SF2 PAGE 6 OF 6

K L FOBS FCAL K L FOBS FCAL K I. FOBS FCAL K L FOBS FCAL

0 0 4 13’ 2 — 4  69 17 2 2 91 101 1 — 3  4 9’
0 2 60 88’ 2 —3 41 16’ 2 3 43 83’ 1 —2 4 37’0 4 4 44’ 2 — 2  28 9’ 2 4 70 81 1 — 1  4 33’
0 6 4 4’ 2 — 1 21 3’ 2 5 63 32’ 1 0 67 32
2 — 6 4 42’ 2 0 53 58’ “Hz 15” 1 1 4 33’2 -5 23 3* 2 1 47 66* 1 —4 4 29’ 1 2 4 16’

I

1~

I
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Fi g ur e  1. S t e re o v i e w  of t h e  (M e 2 N ) 2 SF 2 m o l e c u l e , i l l u s t r at in a
t h e  a t o m  n u m b e r i n g  s c h e m e.  N o n h y d r o g e n  a t o m s  a r e  shown as
c -1 11 1,soids of 3 0 % p r o b a b i l i t y  an d  h y d r o g e n  a t o m s  as s p h e r e s  V

of radi u s 0 . 1 A .
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Fi gure 2. A v iew of the (Me
2

N)
7SF

2 m o i e c u l e V V s h o w i n g  t h e  idea .l iz ed

d i — p o s i t i o n s  o f  t h e  lou e ’p a ir s  of e l e c t r o n s  of  t h e  n i t r o g e n  a t on s .

rh ~ l o n e  p a i r s . i n d i c a t e d  as  sna ll b l a nk  sp he r es , h a v e  b een

pi.i i ’d n ion g t h e  ~j x e -~ w h i c h  p a ss  through the N a t o m s  a n d  a r e  -

I i i’  V r ; ’ . t o  t h e  S (: 
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V

F i g u r e  3. S t e reo v i e w  of t he  i m m e d i a t e  e n v i r o n m e n t  of a (Me 2 N) 2 SF 2

mo l ec u l e .  Each molecule is sui rounded by eight other molecules at

nonhydrogen contact distances of 3.6—3.85 A in an apptoximately

square anti pr ismatic arrangement of molecules. Nonhy d r o g e n  atoms

t i r e  ~;h o wn  a~ e ll i p so i d s  of 3OZ prc-bability and hydrogen atoms as

~~p I~~~: - c ’s or r a d i u s  0 . 1  A .
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